
NÚMERO TEMA
TUTOR(S)   ACADÈMIC(S) (si un és d'un altre 

departament, posa'l entre parèntesi)
TUTOR EXTERN (si escau)

1
Computational Design of Ti-Metal–Organic Frameworks for Selective CO₂ Capture

Neyvis Almora Barrios/(Alechania Misturini 
Morelli)(Q.Inorgánica)

2
Tuning Electronic and Optical Properties of Heterometallic Titanium Clusters Using Computational 
Tools

Neyvis Almora Barrios/(Alechania Misturini 
Morelli)(Q.Inorgánica)

3
Theoretical study of the photophysics of Ru(II) transition metal complexes for photoinduced 
anticancer therapy Antonio Fránces Monerris

4
Syntesis and Characterization of New Iron(II) Spin Crossover Coordination Polymers Carlos Bartual Murgui/Teresa Delgado Pérez

5 Spin-crossover complexes as innovative contrast agents for magnetic resonance imaging (MRI) Teresa Delgado Pérez/Carlos Bartual Murgui

6 Exotic and emerging applications of persistent luminescence materials Teresa Delgado Pérez
7 Study of the selective oxidation over vanadia supported catalyst Lourdes Gracia Edo

8
Implementation of low-field NMR metabolomics for the determination of neurochemical brain 
alterations. Mª Carmen Martínez Bisbal/Salvador Cardona Serra

9 Thermogalvanic cells based on microfluidic circuits Mario Culebras Rubio

10 Lignin-based hydrogels for thermogalvanic cells Mario Culebras Rubio

11 Effect of seed layers on the photoluminescent efficiency of metal halide perovskites Cristina Roldán Carmona

12 Synthesis of thermoplastic polyurethanes with improved thermal resistance Clara M. Gómez Clari
13 Lignin/Cu2S Composites  for Thermoelectric 3D-Printing Materials Clara M. Gómez Clari/Mario Culebras Rubio

14 Solar absorption spectra of atmospheric mercury compounds in water droplets Daniel Roca Sanjuán/Antonio Francés Monerris

15
Molecular basis of the chemiluminescence-induced photodynamic therapy Daniel Roca Sanjuán/Antonio Francés Monerris

16 Free energies of cations and anions of nucleobases in DNA: A computational study Daniel Roca Sanjuán/Javier Segarra Martí

17
Oxidation potential of DNA quadruplexes Daniel Roca Sanjuán/Antonio Francés Monerris

18 Validation of AI-predicted conformational ensembles of disordered peptides Kirill Zinovjev

19 Colloidal Encapsulation of High-Temperature Phase Change Materials Rafael Muñoz-Espí / Mario Culebras Rubio

20 A Computational Approach to the Study of Enzymatic Mechanisms. Iñaki Tuñón / Jose Javier Ruíz

21
Insights into the recognition of neurotransmitters by azamacrocycles: A theoretical approach. Álvaro Martínez Camarena

22
Design, Preparation and Catalytic Performance of Sustainable Nickel Nanoparticles Supported on 
Carbonized Polydopamine/magnetite cores. Francisco F. Pérez Pla / Mª Ángles Úbeda Picot

23 Application of Functionalized Polymer Nanoparticles in Asymmetric Catalysis Rafael Muñoz-Espí /Francisco F. Pérez Pla

DEPARTAMENT DE  QUÍMICA FÍSICA 2026-2027



24 Characterization of Enzyme Catalytic Properties Using Molecular Dynamics Simulations. Jose Javier Ruiz/Iñaki Tuñón

25
Transforming Biomass into Advanced Electrocatalyts:Pyrolyzed Lignin-Metal Electrodes for Green 
Aromatic Nitro Compound Reduction Mario Culebras Rubio / Francisco F. Pérez Pla

26 Polysaccharide-Based Hybrid Particles as Magnetically Separable Catalysts Rafael Muñoz-Espí / Francisco F. Pérez Pla

27
From Sustainable Materials to Efficient Catalysts:Preparation and Evaluation of Cobalt Nanoparticles 
on Carbonized Polydopamine/Co3O4 magnetic cores Francisco F. Pérez Pla / Mª Ángles Úbeda Picot

28 Color in the Chemistry Laboratory: Theoretical Foundations, Quantitative Rigor, and Instrumental 
Development. José Juan García Jareñe / Jerónimo Agrisuelas Valles

29 Microsolvation effects on the photophysical reactivity of DNA model systems Javier Segarra Martí / Lewis Hutton

30 Separation of cobalt and nickel metals by selective electrodeposition on different types of 
electrodes.

Jerónimo Agrisuelas Valles / José Juan García 
Jareño

31
Mineralization of water pollutants by advanced oxidation techniques and spectroelectrochemical 
monitoring.

Jerónimo Agrisuelas Valles / José Juan García 
Jareño

32 Generation of reactive oxygen species (ROS) on steel/poly(phenothiazines) electrodes and their 
application.

Jerónimo Agrisuelas Valles / José Juan García 
Jareño

33 Electroplating of copper on composite materials of the screen printed carbon electrodes for their 
possible use in sensors.

Jerónimo Agrisuelas Valles / José Juan García 
Jareño

34 Revisiting the absorption cross sections of atmospheric mercury compounds with anharmonic 
corrections and probabilistic machine learning Daniel Roca Sanjuán /David Francisco Macias Pinilla

35 Modelling the water UV/Vis spectrum: from gas phase to liquid Javier Segarra Marti
36 First-principles characterization of honeycomb 2D MOFs as porous conductors Joaquín Calbo Roig / Enrique Ortí Guillén

37 Development and Evaluation of Immersive Virtual Reality and Augmented Reality Modules for 
Teaching Stereochemistry, Crystal Structures, and Protein Architecture. Jesús vicente de Julian Ortíz Sofiane Benmetir

38 Design of Rotavirus Inhibitor Compounds Jesús vicente de Julian Ortíz Sofiane Benmetir
39 Computational Simulation of the T-lymphocyte receptor Jesús vicente de Julian Ortíz Sofiane Benmetir
















































































